The GUI described in this paper has undergone extensive expansion since its original publication. While the core concept and workflow remain unchanged, new functions have been added to each main part. The pre-processing part of the GUI now includes controls to trim the spectral region, to perform multiple forms of normalization and to perform quick intensity evaluations (integration or single-point intensity evaluation), as well as an option to save and load pre-processing parameters. The most significant changes in the MCR-ALS part of the GUI include different ways of setting starting points (initial estimates) for the iterations, as well as the capability to use additional constraints, such as equality and unimodality. The final third of the GUI now includes options to manually select, label and export spectra from the dataset; change visualization (changing color schemes, changing dimensions via refolding and changing apparent resolution via oversampling); and utilize spectra loaded as references or manually selected as initial estimates for MCR-ALS.
